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bis[8-(p-methoxy-phenyl-sulphanyl)naphthyl]-1,1’-disulfide (A)??S??4?
??????????SS???2????S? S??(?2.99Å)??????4??
6?????????????????????bis(2-nitrophenyl)-disulfide (B)
??S??2??O??2???????????SS???2????S? O??(?
2.60Å)?????????????????????????????????
X????????????????????????????????  
???A??B?Model deformation map??????S??????????
S??(A)??O??(B)??????????????????????????
??????????????????2??S? S?(A)?S? O?(B)?????
??????????1??H ≥ 0?????????????A?????4??
6???????????????????????????????????
????????????(?1??D?)??????????S? O???S? S
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?1. ???A 
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?1. ???????????????????? 
  U (eÅ-3) 2U (eÅ-5) D (kJ/mol) H (kJ/mol) 
???A S(1)? S(2) 0.140 1.382 18.382 0.000 
 S(3)? S(4) 0.122 1.222 15.756 2.626 
S(1)? O(121) 0.178 2.519 28.886 5.252 ???B 
D?  S(2)? O(221) 0.155 2.442 26.260 7.878 
S(1)? O(121) 0.158 2.217 24.947 5.252 ???B 
E?  S(2)? O(221) 0.199 2.320 31.512 0.000 
 
